Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.057; wR factor = 0.160; data-to-parameter ratio = 11.7.
In the title compound, C 14 H 21 NO, the conformation across the N-C(O) bond is syn-periplanar, the C-N-C-C torsion being À5. 9 (5) . The atoms of the ethyl group attached to the N atom are disordered over two sets of sites with occupancy ratios of 0.65 (2):0.35 (2) (CH 2 ) and 0.689 (14):0.311 (14) (CH 3 )are linked by very weak C-HÁ Á ÁO interactions forming C(8) chains along [001] . C-HÁ Á Á interactions link the molecules along the c-axis direction.
Related literature
For hydrogen-bond motifs, see: Bernstein et al. (1995) . For the biological activity of amides, see: Manojkumar et al. (2013a,b) . Amide groups can provide structural rigidity to molecules, see: Sreenivasa et al. (2013) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) .
Cg is the centoid of the benzene ring. Symmetry codes: (i) x þ 1; y; z þ 1; (ii) x; y; z þ 1.
Data collection: APEX2 (Bruker, 2009 ); cell refinement: APEX2 and SAINT-Plus (Bruker, 2009 ); data reduction: SAINT-Plus and XPREP (Bruker, 2009 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) .
Comment
Amides are very common in nature, formed easily and provides structural rigidity to the molecules (Sreenivasa et al. 2013 ). Amides show a broad spectrum of pharmacological properties, including antibacterial (Manojkumar et al. 2013a ), anti-inflammatory, antioxidant, analgesic and antiviral activity (Manojkumar et al. 2013b) . Keeping this in mind, the crystal structure of the title compound was determined.
Experimental
N-Ethyl-3-methylaniline (1.00g,7.4 mmol) was taken in dry dichloromethane (10 mL) and the solution was cooled to 0 o C. To this reaction mixture 2,2-dimethylpropanoyl chloride (0.888 g, 7.4 mmol) in dichloromethane and triethylamine (1.49g, 1.48 mmol) were added slowly and the mixture was heated to 50 o C for 4 hours. Reaction was monitored by TLC.
Reaction mixture was cooled and washed with 10% NaHCO 3 solution. The organic layer was separated, dried and concentrated to obtained crude product which was purified by column chromatography using petroleum ether: ethyl acetate (7:3) as eluent. Yellow prisms of the title compound were obtained from slow evapouration of the solution of the compound in petroleum ether: ethyl acetate (7:3).
Refinement
The H atoms were positioned with idealized geometry using a riding model with C-H = 0.93-0.96Å. All H atoms were refined with isotropic displacement parameters (set to 1.2-1.5 times of the Ueq of the parent atom). Flack parameter value (Flack, 1983) of 0.5 (5) was obtained in the final structure factor calculation, the presence of pseudosymmetry can lead to uncertainties about the correct space group, especially in the presence of twinning.
The C8 and C9 atoms of the ethyl group attached to N atom are disordered with site occupation factors of 0.65 (2):0.35 (2) and 0.689 (14):0.311 (14) respectively.
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: APEX2 and SAINT-Plus (Bruker, 2009 ); data reduction: SAINTPlus and XPREP (Bruker, 2009 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008 Extinction correction: SHELXL97 (Sheldrick, 2008) 
